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In the title compound (systematic name: 1,3-diiodo-4-methoxy-2-nitrobenzene), C 7 H 5 I 2 NO 3 , the dihedral angle between the benzene ring and the nitro group is 88.0 (3) , and the methyl group lies almost in the same plane as the ring [deviation = 0.034 (6) Å ]. In the crystal, aromaticstacking occurs between inversion-related rings [centroid-centroid separation = 3.865 (3) Å and slippage = 0.642 Å ]. A possible weak C-IÁ Á Á interaction occurs [IÁ Á Á = 3.701 (2) Å and C-IÁ Á Á = 130.18 (13) ], but there are no significant intermolecular IÁ Á ÁI contacts.
Related literature
For the crystal structures of isomers of the title compound, see: Garden et al. (2002 Garden et al. ( , 2004 Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. supplementary materials Acta Cryst. (2012) . E68, o1500 [doi:10.1107/S160053681200952X] 2,4-Diiodo-3-nitroanisole Xianfei Li, Lei Cao, Chuansheng Ruan, Baoming Ji and Le Zhou
Comment
We report here the molecular and supramolecular structures of the title compound, (I), which is isomeric with 2,6-diiodo-4-nitroanisole (Garden etal., 2002) and 2,4-diiodo-6-nitroanisole (Garden et al., 2003) . The changed position of iodo, nitro and methoxy may lead to different interactions such as iodo-nitro interactions, and aromatic π···π stacking interactions.
The asymmetric unit of the title compound comprise a whole molecule of 2,4-diiodo-3-nitroanisole ( Fig. 1 ). Atoms I1, I2, C7 and O3 are almost coplanar with the benzene ring. On the contrary, the plane defined by the nitro group is almost perpendicular to the plane of the aromatic ring and form a dihedral angle of 88.0 (4)°. In contrast with 2,6-diiodo-4-nitroanisole (Garden et al., 2002) and 2,4-diiodo-6-nitroanisole (Garden et al., 2003) , there is no iodo-nitro interaction in the compound, each molecule link three others by π···π stacking interaction and C-I···π interaction, leading to the formation of a sheet (Fig. 2) . The aryl ring planes (centroid Cg1) of two molecules are parallel, show a π···π stacking interaction Cg1···Cg1 viii [symmetry codes: (viii) 1 -x, 2 -y, -z), and the centroid distance is 3.865 (3) Å. C-I···π interaction also occurs in the compound, I1 aim to the phenyl ring [I1···Cg1 ix 3.701 (2) Å, C2-I1···Cg1 ix 130.1 (1)°; symmetry code: (ix)
Experimental
The title compound was obtained from 2-iodo-3-nitrophenol, a solution of 2-iodo-3-nitrophenol (2 mmol) in acetone (20 ml) was added K 2 CO 3 (5 mmol). The mixture was stirred at room temperature for 30 min, then CH 3 I (5 mmol) was added at once. The resulting solution was then stirred at 343 K for 3 h. The addition of ice (20 g) prompted the precipitation of the title compound, which was collected by filtration and crystallized from ethyl acetate as yellow blocks (yield 90%, m.p. 406-408 K).
Refinement
All H atoms were located from difference maps and were treated as riding atoms with C-H distances of 0.93 Å (aromatic) and 0.96 Å (methyl).
Computing details
Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT (Bruker, 1998) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) . The moleuclar sturcture of (I) with displacement ellipsoids drawn at the 30% probability level. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 1.06 e Å −3 Δρ min = −1.25 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and Rfactors based on ALL data will be even larger.
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